Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.006 Å; R factor = 0.056; wR factor = 0.170; data-to-parameter ratio = 10.4.
In the title compound, C 16 H 10 O 6 , the complete molecule is generated by a crystallographic centre of symmetry. In the crystal, O-HÁ Á ÁO hydrogen bonds link the molecules into (100) sheets and C-HÁ Á ÁO links also occur.
Related literature
For background to phthalides as natural products, see: Pedrosa et al. (2006) . For a related structure, see: Wang et al. (2001) . Table 1 Hydrogen-bond geometry (Å , ). (7) 1.82 (7) 2.691 (5) 159 (5) C5-H5AÁ Á ÁO1 ii 0.96 (3) 2.58 (4) 3.475 (5) 155 (3) Symmetry codes: (i) Àx þ 1; y þ 1 2 ; Àz þ 1 2 ; (ii) Àx; Ày þ 1; Àz.
Experimental
Data collection: SMART (Bruker, 1997) ; cell refinement: SAINT (Bruker, 1997) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. Comment Substituted phthalides (isobenzofuran-1(3H)-ones) represent an important class of natural products that posses significant biological properties (e.g. Pedrosa et al., 2006) . As part of our search for new biologically active compounds, we unexpected obtained the title compound, (I), which is a typical derivative of phthalides.
Structure Reports Online
In the crystal structure of compound (I) ( Fig. 1) ,there is an inversion center, which is located at the mid-point of C(8)-C(8 A) bond. All of the bond lengths and bond angles are in the normal ranges (Wang et al., 2001) . In the crystal lattice, there are a C-H···O intramolecular hydrogen bond and an O-H···O intermolecular hydrogen bond, which stabilize the molecule structure.
Experimental
Phthalic anhydride (0.05 mol) was dissolved in dichloromethane (100 ml). Then, AlCl 3 (0.05 mol) was added. The mixture was stirred at room temperature and the whole reaction was under the protection of nitrogen. After 5 h, the reaction was stopped and the mixture poured into ice-water. The organic layer was collected and then was dried with MgSO 4 . Finally, the organic layer was concentrated by rotary vacuum evaporation to obtain yellow solids. Yellow blocks of (I) were obtailed by recrystallization from acetonitrile at room temperature.
Refinement
The H atoms were located in difference maps and freely refined. Fig. 1 . The molecular structure of (I) with displacement ellipsoids drawn at the 30% probability level. (5) C2-C3 1.378 (6) C8-C8 i 1.551 (7) C8-O2-H2B 108 (4) C6-C5-H5A 118 (2) supplementary materials sup-4 C7-O3-C8 110.2 (3) C4-C5-H5A 125 (2) C6-C1-C2 120.6 (4) C1-C6-C5 122.2 (4) C6-C1-C8 109.2 (3) C1-C6-C7 107.9 (3) C2-C1-C8 130.2 (3) C5-C6-C7 129.9 (3) C3-C2-C1 117.6 (4) O1-C7-O3 121.5 (4) C3-C2-H2A 123 (2) O1-C7-C6 129.2 (4) C1-C2-H2A
Figures
119 (2) O3-C7-C6 109.3 (3) C2-C3-C4 121.6 (5) O2-C8-O3 109.5 (3) C2-C3-H3A
118 (3) O2-C8-C1 116.8 (3) C4-C3-H3A 120 (3) O3-C8-C1 103.2 (3) C3-C4-C5 120.9 (4) O2-C8-C8 i 107.1 (4) C3-C4-H4A 122 (2) O3-C8-C8 i 104.4 (4)
C5-C4-H4A 117 (2) C1-C8-C8 i 115.0 (4) C6-C5-C4 117.1 (4) Symmetry codes: (i) −x+1, −y+1, −z+1.
Hydrogen-bond geometry (Å, °)
D-H···A D-H H···A D···A D-H···A O2-H2B···O1 ii 0.91 (7) 1.82 (7) 2.691 (5) 159 (5) C5-H5A···O1 iii 0.96 (3) 2.58 (4) 3.475 (5) 155 (3) Symmetry codes: (ii) −x+1, y+1/2, −z+1/2; (iii) −x, −y+1, −z.
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